Human serum albumin (HSA) is a major protein component of blood plasma. Binding of drugs to HSA is one of the most important factors determining pharmacokinetics of drugs 2 002). When measuring binding affinity of a drug to HSA in vitro,d efatted HSA is usually used. On the other hand, under normal physiological conditions, HSA binds with fatty acid. So far,there is little information on conformational changes of HSA upon binding of fatty acids. The present study was aimed to elucidate the conformational changes as well as the structure and dynamics of HSA, based on the molecular dynamics (MD) simulations with explicit water molecules.
